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2) Molecular docking of biologically active compound into a homology model of IKK-β
The homology model of IKK-β was available from the SWISS-MODELER repository. [18] [19] [20] Docking experiments were conducted using GOLD 3.1. 21 A starting 3D geometry for compound 8 was generated with CORINA 22 , a commonly used 2D to 3D molecular structure converter. Afterwards, we selected the hinge region (Glu97) acceptor-(Cys99) donor-(Cys99) acceptor as essential constraints for the docking experiments. Lauria et al., who recently reported a docking-based molecular modeling study on IKK-β inhibitors, emphasized that the protein flexibility has to be accounted for in order to retrieve more reliable results. 23 Following these findings, we conducted induced-fit docking in GOLD by defining the gatekeeper residue Met96 as flexible.
